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Compound4
In an ice-water bath and magnetic stirring, to 250ml of a three-necked flask, concentrated sulfuric acid (98%,125ml)and raw materials3 (10g, 18.24mmol) were added successively. Then fuming nitric acid (40ml) was dropped into the mixture slowly.
After the addition of nitrate, the system slowly was heated at 65˚C for 22hrs. The mixture was dumped into the ice-water slowly. Then the precipitate was filtered through Buchner funnel and washed with water over and over. The Light yellow solid was dried and collected to get compound7（(pale yellow，89% 
S5
In an ice-water bath and magnetic stirring, to 250ml of an one-necked flask, 2, 88mmol ) , DMSO(120ml) , sodium methanol(10.8g, 200mmol ) and compound 4(10.92g,15mmol) were added successively. Then the mixture was heated at 65˚C for 15hrs.
(TLC: ethyl acetate). After the reaction was over, it was dumped into 6M HCl (400ml) slowly at room temperature and stirred for 30minnutes. After the mixture was cooled at room temperature, the solid was filtered. The aqueous phase was extracted with ethyl acetate (3*300ml). 4.30g, 20mmol) was added into the above mixtures slowly and stirred for 30minutes.
S6
Then the ice-water bath was moved, the system was warmed to room temperature for 10hrs (TLC: EA+1d HOAc, Rf=0.2).
When the reaction was over, the mixture was dumped into ice-water (400ml). Aqueous phase was extracted with EA (300ml*3). The organic phase was combined，dried with 
X-ray Structural Analysis of compound8
The selected crystal was mounted with epoxy to the tip of a glass rod drawn out to a fiber. The X-ray intensity data for this colorless needle of C 6 H 5.33 N 4 O 8.67 with approximate dimensions 0.25 x 0.23 x 0.13 mm were measured with phi and omega scans at 173(2)K on a Bruker SMART APEX CCD-based X-ray diffractometer system equipped with a Mo-target X-ray tube (= 0.71073 Å). The detector was placed at a distance of 5.00 cm from the crystal. A total of 851 frames were collected (a hemisphere of data) with an exposure time of 30 sec/frame. The frames were integrated with the Bruker SAINT software package using a narrow-frame integration algorithm giving a total of 3233 reflections to a maximum (angle of 25.36° of which 851 reflections were independent. The structure was solved (direct methods) and refined using the Bruker SHELXTL version 6.1 Software Package using literature scattering factors (Wilson, A. J. C., Ed. International Tables for Crystallography; Kluwer Academic Publishers: Dordrecht, The Netherlands, 1992; Vol.C.), and the orthorhombic space group Pca2(1), with Z = 4. No absorption correction was applied. The final anisotropic full-matrix least-squares refinement of F2 converged at R1 =4.60%, wR2 = 10.43% and a goodness-of-fit of 1.056. All non-hydrogen atoms were modeled anisotropically. Hydrogen atoms were placed at calculated distances. All hydrogen atoms use a riding model, which means that the positional and thermal parameters are derived from the atom each hydrogen atom is bound to, while maintaining the calculated or determined distance and optimal angles. The largest peak and hole in the final difference map were 0.264 and -0.385e-/A 3 , respectively. The calculated density is 1.96 g/cm3 and F(000) is 832 e-. Thermal ellipsoid drawings (15%) in this report were generated with the Bruker SHELXTL software. i: 2-x,1/2+y,3/2-z; ii: 1-x,-3/2+y,3/2-z; iii: x,1/2-y,-1/2+z; iv:x,-1+y,z S17
X-ray Crystallographic Data for 6
The selected crystal was mounted with epoxy to the tip of a glass rod drawn out to a fiber. The X-ray intensity data for this yellow needle of C 6 H 5 N 3 O 6 with approximate dimensions 0.19 x 0.04 x 0.03 mm were measured with phi and omega scans at 173(2) K on a Bruker SMART APEX CCD-based X-ray diffractometer system equipped with a Mo-target X-ray tube (= 0.71073 Å). The detector was placed at a distance of 5.00 cm from the crystal. A total of 148 frames were collected (a hemisphere of data) with an exposure time of 30 sec/frame. The frames were integrated with the Bruker SAINT software package using a narrow-frame integration algorithm giving a total of 2787 reflections to a maximum angle of 25.39° of which 1348 reflections were independent. The structure was solved (direct methods) and refined using the Bruker SHELXTL version 6.1 Software Package using literature scattering factors (Wilson, A. J. C., Ed. International Tables for Crystallography; Kluwer Academic Publishers: Dordrecht, The Netherlands, 1992; Vol.C.), and the orthorhombic space group P2 (1)2(1)2(1), with Z = 4. No absorption correction was applied. The final anisotropic full-matrix least-squares refinement of F2 converged at R1 =4.89%, wR2 = 7.97% and a goodness-of-fit of 1.019. All non-hydrogen atoms were modeled anisotropically. Hydrogen atoms were placed at calculated distances. All hydrogen atoms use a riding model, which means that the positional and thermal parameters are derived from the atom each hydrogen atom is bound to, while maintaining the calculated or determined distance and optimal angles. The largest peak and hole in the final difference map were0.279 and -0.321 e-/A 3 ， respectively. The calculated density is 1.916 g/cm 3 and F(000) is 440 e-. Thermal ellipsoid drawings (15%) in this report were generated with the Bruker SHELXTL software S18 
X-ray Crystallographic Data for compound 7
The selected crystal was mounted with epoxy to the tip of a glass rod drawn out to a fiber. The X-ray intensity data for this colorless needle of C 6 H 4 N 2 O 6 with approximate dimensions 0.21 x 0.17 x 0.14 mm were measured with phi and omega scans at 298 K on a Bruker SMART APEX CCD-based X-ray diffractometer system equipped with a Mo-target X-ray tube (= 0.71073 Å). The detector was placed at a distance of 5.00 cm from the crystal. A total of 1301 frames were collected (a hemisphere of data) with an exposure time of 30 sec/frame. The frames were integrated with the Bruker SAINT software package using a narrow-frame integration algorithm giving a total of 3929 reflections to a maximum 2angle of25.30° of which1301 reflections were independent. The structure was solved (direct methods) and refined using the Bruker SHELXTL version 6.1 Software Package using literature scattering factors (Wilson, A. J. C., Ed. International Tables for Crystallography; Kluwer Academic Publishers: Dordrecht, The Netherlands, 1992; Vol.C.), and the orthorhombic space group Pca2(1), with Z = 4. No absorption correction was applied. The final anisotropic full-matrix least-squares refinement of F2 converged at R1 =4.54%, wR2 = 8.71% and a goodness-of-fit of 1.027. All non-hydrogen atoms were modeled anisotropically. Hydrogen atoms were placed at calculated distances. All hydrogen atoms use a riding model, which means that the positional and thermal parametersare derived from the atom each hydrogen atom is bound to, while maintaining the calculated or determined distance and optimal angles. The largest peak and hole in the final difference map were 0.381 and -0.242 e-/A 3 , respectively. The calculated density is 1.824 g/cm 3 and F(000) is 408e-. Thermal ellipsoid drawings (15%) in this report were generated with the Bruker SHELXTL software 
Computation details
Computations were carried out by using the Gaussian03 suite of programs. The elementary geometric optimization and the frequency analysis were performed at the level of Becke three Lee-Yan-Parr (B3LYP) Functionals [1] . All of the optimized structures were characterized to be local energy minima on the potential surface without any imaginary frequencies.
The gas phase heat of formation (HOF) ( Table S6 ) was determined by using the method of isodesmic reactions [3] . For the compounds reported here, the isodesmic reactions were carried out as Hakima Abou-Rachid did [4] The accuracy of the method was also proved by the HOF prediction, as shown in Table S6 . According to the optimized structures, the total energy (E 0 ) and thermodynamic parameters, including zero point energy (ZPE) and thermal correction to enthalpy (HT), were obtained at the B3LYP/6-311+G** level [5] .298 K Scheme1. Isodesmic reactions for compound 8
A a B b C c (g)→aA(g)+bB(g)+cC(g) ΔH 298 = ∑Δ f H P -∑Δ f H R ΔH 298 = ΔE 298 + Δ(PV)= ΔE 0 + ΔE ZPE + ΔH T + ΔnRT Table 10 Table Theoretical 
Where D is the predicted detonation velocity (km/s) and P is the detonation pressure (GPa), ρ is the density of a compound (cm 3 /mol). Φ, N, M and Q are characteristic parameters of an explosive, Q is chemical energy of detonation (kJ/g). The crystal densities and the calculated heats of formation were used in computing the D and P values 
